Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.002 Å; R factor = 0.038; wR factor = 0.114; data-to-parameter ratio = 18.3. organic compounds o572 Hanif et al.
In the molecule of the title compound, C 15 H 13 NO 2 , the aromatic rings are oriented at a dihedral angle of 81.65 (3) . In the crystal structure, weak intermolecular C-HÁ Á ÁN hydrogen bonds link the molecules into chains along the b axis.
Related literature
For the potential application of highly conjugated molecules in nanoelectronics, see: Tour (2003) and in optoelectronics, see: Lind et al. (2004) ; Ornelas et al. (2005 Ornelas et al. ( , 2008 . Terminal cyano groups provide the ability to coordinate to transition metal centres such as RuCp, see: Garcia et al. (2001) ; Ornelas et al. (2005) . For bond-length data, see: Allen et al. (1987) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) Àx; y À 1 2 ; Àz þ 1 2 .
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2009 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: SHELXTL (Sheldrick, 2009 
Comment
Schiff base compounds have attracted great attention for many years. They play an important role in the development of coordination chemistry related to catalysis and enzymatic reactions, magnetism, photochromism and thermochromism. We report herein the crystal structure of the title compound.
In the title compound ( Fig. 1) , the bond lengths (Allen et al., 1987) and angles are within normal ranges. Rings A (C1-C6) and B (C8-C13) are, of course, planar, and they are oriented at a dihedral angle of 81.65 (3)°.
In the crystal structure, weak intermolecular C-H···N hydrogen bonds (Table 1 ) link the molecules into chains along the b axis ( Fig. 2 ), in which they may be effective in the stabilization of the structure.
The preparation of highly conjugated molecules has been of great interest for their potential applications in fields such as nanoelectronics (Tour, 2003) or optoelectronics (Ornelas et al., 2005 (Ornelas et al., , 2008 Lind et al., 2004) . Terminal cyano groups provide the ability to coordinate to transition metal centres such as RuCp (Cp = cyclopentadienyl); (Garcia et al., 2001; Ornelas et al., 2005) which should result in an increase of the physical properties such as the first molecular hyperpolarizability β, which is reported to rise with the coordination to cyclopentadienylruthenium type centres (Ornelas et al., 2005 (Ornelas et al., , 2008 . As such the preparation of the π-conjugated title compound was intended for the preparation of dinuclear ruthenium complexes for nanoelectronic application.
Experimental
For the preparation of the title compound, 4-(benzyloxy)-3-methoxy benzenamine (2.29 g, 10 mmol) was treated with sodium nitrite (0.7 g, 10 mmol) in the presence of concentrated hydrochloric acid (10 ml) at 273-278 K. Aqueous cupreous cyanate solution (48%, 1.05 g, 10 mmol) was added into the resulting diazonnium salt (1.95 g, 8 mmol). The obtained title compound was separated and recrystallized in ethanol/THF mixture (yield; 65%, m.p. 411-412 K).
Refinement
H atoms were positioned geometrically, with C-H = 0.95, 0.99 and 0.98 Å for aromatic, methylene and methyl H, respectively, and constrained to ride on their parent atoms, with U iso (H) = xU eq (C), where x = 1.5 for methyl H and x = 1.2 for all other H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.26381 (5) 0.56473 (9) 0.00751 (9) 0.0409 (2) (5) C1 0.0493 (7) 0.0525 (7) 0.0454 (6) −0.0055 (5) 0.0094 (5) −0.0083 (5) C2 0.0378 (6) 0.0625 (8) 0.0544 (7) −0.0090 (6) 0.0071 (5) −0.0007 (6) C3 0.0408 (6) 0.0529 (7) 0.0547 (7) −0.0047 (5) 0.0204 (5) 0.0033 (6) C4 0.0481 (7) 0.0573 (8) 0.0528 (7) −0.0108 (6) 0.0220 (6 
